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ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 11-12 11-16 12-13 13-14 14-15 15-16 21-22 

21-26 22-23 23-24 24-25 25-26 

exact /norm bonds : 

7-8 7-9 17-18 17-19 

exact bonds : 

3-7 8-10 10-11 19-20 20-21 
normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 11-12 11-16 12-13 13-14 14-15 15-16 21-22 
21-26 22-23 23-24 24-25 25-26 
isolated ring systems : 
containing 1 : 



Match level : 

l:Atom 2:Atom 3 : Atom 4:Atom 5:Atom 6:Atom 7:CLASS BrCLASS 9:CLASS 10:CLASS 
ll:Atom 12:Atom 13:Atom 14:Atom 15:Atom 16:Atom 17:CLASS 18:CLASS 19:CLASS 
20:CLASS 21:Atom 22: Atom 23 : Atom 24:Atom 25 : Atom 26:Atom 27:CIjASS 



LI STRUCTURE UPLOADED 

=> d 11 

LI HAS NO ANSWERS 
LI STR 



0 

O 




Structure attributes must be viewed using STN Express cjuery preparation. 



=> s 11 

SAMPLE SEARCH INITIATED 12:32:39 FILE 'REGISTRY' 
SAMPLE SCREEN SEARCH COMPLETED - 65 TO ITERATE 

100.0% PROCESSED 65 ITERATIONS 0 ANSWERS 

SEARCH TIME: 00.00.01 

FULL FILE PROJECTIONS: ONLINE **COMPLETE** 

BATCH * * COMPLETE * * 
PROJECTED ITERATIONS: 817 TO 1783 

PROJECTED ANSWERS: 0 TO 0 

L2 0 SEA SSS SAM LI 

=> S 11 SSS full 

FULL SEARCH INITIATED 12:32:46 FILE 'REGISTRY' 
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FULL SCREEN SEARCH COMPLETED - 1367 TO ITERATE 



100.0% PROCESSED 1367 ITERATIONS 
SEARCH TIME: 00.00.01 

L3 33 SEA SSS FUL LI 



33 ANSWERS 



=> file caplus 

COST IN U.S. DOLLARS SINCE FILE TOTAL 

ENTRY SESSION 

FULL ESTIMATED COST 155.42 155.90 

FILE 'CAPLUS' ENTERED AT 12:32:52 ON 19 APR 2004 

USE IS SUBJECT TO THE TERMS OF YOUR STN CUSTOMER AGREEMENT. 

PLEASE SEE "HELP USAGETERMS" FOR DETAILS. 

COPYRIGHT (C) 2004 AMERICAN CHEMICAL SOCIETY (ACS) 



Copyright of the articles to which records in this database refer is 
held by the publishers listed in the PUBLISHER (PB) field (available 
for records published or updated in Chemical Abstracts after December 
26, 1996), unless otherwise indicated in the original publications. 
The CA Lexicon is the copyrighted intellectual property of the 
American Chemical Society and is provided to assist you in searching 
databases on STN. Any dissemination, distribution, copying, or storing 
of this information, without the prior written consent of CAS, is 
strictly prohibited. 

FILE COVERS 1907 - 19 Apr 2004 VOL 140 ISS 17 
FILE LAST UPDATED: 18 Apr 2004 (20040418/ED) 

This file contains CAS Registry Numbers for easy and accurate 
substance identification. 
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=> d ibib abs hitstr tot 



Habte 



04/19/2004 



10/065,994 



Page 5 



L4 ANSWER 1 OP 4 CAPLUS COPYRIGHT 3004 ACS on STN 




ACCESSION HUHBER: 
DOCUMENT NUMBER I 
TITIiE: 



PATENT ASSIGNEE (S) : 

SOURCE : 

DOCUMENT TYPE: 
LANGUAGE: 

FAMILY ACC. NUM, COUNT: 
PATENT INFORMATION: 



3003:467290 CAPLU5 
13 9:53 028 

Preparation of 2. 4-pyrldinedicarboxaniideB and 
4,€-pyTimidinedicarboxaiiildea as inhibitors of 
collagenaee (MMP 13) 

Habermann, Joerg; Weithmann, Klaua-UIrich; Kogle 

Herbert; Kirach, Reinhard; Wehner, Volkmar 

Aventis Pharma Deutschland O.m.b.H.. Qermany 

Ger. ofCen.. 20 pp. 

CODEN: GWXXeX 

Patent 

Gernian 



PATENT NO. 




KIND 


DATE 




APPLICATION NO. 


DATE 






DE 


10160357 




Al 


20030618 




DE 2001-10160357 


20011208 






wo 


2003049738 
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20030619 




WO 2002-EP13240 


20021125 
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DE ao(fntJTCTTST*A 

US 2003-358887? 
MARPAT 139:53028 



30011308 
20030333 
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fluoroben2yX)pyriniidine-4, e-dicarboxamidc. The latter inhibited 

collagenase 3 (MMP 13) with ICSO - 23 nM. 

13S00a-40-3P 44S949-33-5P 448949-34-<P 

448949-35-7P 44SS49-3C-8P 544C7S-C7-3P 

544C7B-C9-SP S44fi78»70-aP 544678>75-3P 

S44670-7C-4P S44478-78-CP 544678-79-7P 

544678-80-OP S44478-81-1P 544678-B2-2P 

S44C78-a3-3P S44fi78-84-4P S44678-S5-5P 

RL: PAC (Pharmacological activity) ; SPN (Synthetic preparation) ; THU 
(Therapeutic uae) ; BIOL (Biological study) ; PREP (Preparation) ; USES 
(Uses) 

(preparation of pyridine- and pyrimidinedicarboxamides as inhibitors 

collasenase (MMP 13}) 
135002-40-3 CAPLUS 

4,6-Pyrimidinedicarboxainide, N,N* -bis (phenylmethyl) - (9CI) (CA INDEX 
NAME) 



C-NH— CH2— Ph 




RN 448949-33-5 CAPLUS 

CN 4,6-Pyrimidinedicarboxainide, N.N' -bis [ (4-chlorophenyl)inethyl] - (SCI) (CA 
INDEX NAME) 





• CH, N; R1-R3 " H. halo, (halogenated) alkyl. 



AB Title compds. [I; 
alkoxy, 

OH, C02R4, cyano, NR5R6, etc.; R4 - H, alkyl; R5. R6 - H, alkyl, 
alkylcarbonyl, etc.; or R1R2. R2R3 - 5-6 membered (aromatic) (saturated) 
(hetero) cyclyl] , were prepd for the treatment of degenerative joint 
diseases. Thus, 4, 6-pyrimidinedicarboxylic acid in S0C12 was stirred for 
2 h at SS" foliowed by addition of CH2C12 at room temperature and Bt3N at 
0<*. The reaction mixture was further stirred with 

3-chloro-4-fluorobenzyla>nine for 15 min to give 40% N,N-bia (3-chloro-4- 



'Til iLTX-i^ JfT' 

•Cv^^^^l CH2- NH- C C- NH- CH2 



RN 448949-34-6 CAPLUS 

CN 4,6-Pyriraidinedicarboxamide, N.N' -bi8(l,3-benzodioxol-5-ylniethyl) - (9CI) 

(CA INDEX NAME) 



ax. 



RN 448949-35-7 CAPLUS 

CN 4,6-Pyrimidinedicarboxamide, N,N' -bis [ (4-inethoxyphenyl)methyl J - (9CI) 
(CA 
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INDEX NAME) 




RN 448949-36-8 CAPLUS 

CN 4,6-Pyrimidinedicarboxamide, N.N< -bis [ O-methoxyphenyDmethyll - (9Ci} 

(CA 

INDEX NAME) 



y^^^ CH2-NH-C C-NH-CHa ^^J^^.^^ 



RN 54467B-67-3 CAPLUS 

CN 4. 6-Pyrimidlnedicarboxamide. N.N' -bis [ (3 -chloro-4 -f luorophenyl )methylj - 
{9CI) (CA INDEX NAME) 




RN 544678-69-5 CAPLUS 

CN 4,6-Pyriniidinedicarboxainide, N,N< -bis ( (4 -methylphenyl) methyl ] - (9CI) (CA 
INDEX NAME) 




RN 544678-70-8 CAPLUS 
CN 4, 6-Pyrimidinedicarboxatnide, 
N,N' -bis ( 13 - (trifluoromethoxy) phenyl) methyl] - 
(9CI) (CA INDEX NAME) 




RN 544678-75-3 CAPLUS 

CN 4,6-Pyriraidinedicarboxamlde. H.N' 'bis t (3. 5-dif luorophenyDmethyl] - (9CI) 

Habte 
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RN 544678 76 4 CAPLUS 

CN 4, 6-Pyrimidinedicarboxamide. N.N' -bio{ [3- (trifluoromethyl) phenyl) methyl] - 
(9CI) (CA INDEX NAME) 




RN 544678-78-6 CAPLUS 

CN 4.6-Pyrimidinedicarboxamide, N,N' -bis [ [4-f luoro-3- 
(trieluoromethyl)phenyl]methyl] - (9CI) (CA INDEX NAME) 




RN 544678-80-0 CAPLUS 

CM 4,6-Pyrimidinedicarboxainide, N,N' -bis { (4- fluorophenyl) methyl ] - (9CI) (CA 
INDEX NAME) 




RN 544678 -01 -1 CAPLUS 

CH 4,6-Pyriinidinedicarboxamide, N.N' -bist (3,4-difluorophenyl)methyl] - (9CI) 
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RN S44676-82-2 CAPLUS 

CN 4,6-Pyrimidinedicarbaxamide, H,N' -bis [ (3 -methylphenyl) methyl] - (9CI) (CA 
INDEX NAHE) 
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IT S44C78-B7-7P 544C78-88-BP 544S78>B»-»P 
S44C78-90-2P 544C7e-»l-3P 544fi7S-9a-4P 
544678-93-5P 

Rlit RCT (Reactanc) f SPN (Synthetic preparation); PREP (Preparation); RACT 
(ReactanC or reagent) 

(preparation oC pyridine- and pyrimidinedicarboxamides as inhibitors 

of 

collagenaoe (MMP 13)) 
RN 544678-87-7 CAPLUS 

CN 4,6-PyriRiidinedicarboxamide. N- (phenylmethyl) -N' - ( (3 - 

( trifluorc»nethyl) phenyl] methyl 1 - (9CI) (CA INDEX NAME) 



RN 544678-63-3 CAPLUS 

CN 4, 6~Pyrimidinedicarboxamide, N,N* -bis ( (3 -chlorophenyl) methyl] - (9CI) (CA 
INDEX NAflE) 



XX. 



RN 544676-84-4 CAPLUS 
CN 4, 6-Pyrimidinedicarboxamide, 
N,N' -bis [ {2.3-dihydro-5-ben2ofuranyl)methyl] - 
(9CI) (CA INDEX NAME) 



cy\ iIjTl'i -TO 

' Xj?^^^ CH2- m- C C- NH- CH2 ^^^5;/^ ' 

RN 544678-85-5 CAPLUS 

CN 4,€~Pyriinldinedlcarboxaniide, N,N' -bi8[ (4-£luoro-3-methylphenyl} methyl) - 
(9CI) (CA INDEX NAME) 



_ /Xj^^ N«- CH2— ^-5::^^ 



IT 



RN 544678-88-8 CAPLUS 
CN 4 , 6-Pyrimidinedicarboxamide, 
N- ( (3 -fluorophenyl) methyl] -N' - (phenylmethyl) - 
(9CI) (CA INDEX NAME) 



Ph- CHa- HH- 



RN 544676-89-9 CAPLUS 

CM 4,6- Pyrimidlnedicarboxaraide , 

N- ( (4 -tluorophenyl) methyl) -ft' - (phenylmethyl) - 

(9CI) (CA INDEX NAHE) 
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N^N 



RN 544678-90-2 CAPLUS 

CN 4,6-Pyrimidinedicarboxamide, N- [ (3,4 -difluorophenyl) methyl ] - 
(phenylmethyl)- (9CI) (CA INDEX NAME) 
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RN 544678-91-3 CAPLUS 

CN 4,6-Pyrimidinedicarboxainide. 

N- [ (4 -methoxyphenyDmethyl J -N* - (phenylmethyl) - 

(9CI) (CA INDEX NAME) 




RH 544678-92-4 CAPLUS 
CN 4,6-Pyrimidinedicarboxamide, 
N- [ ( 3 -methylphenyl) methyl] -N- - (phenylmethyl) - 
(9CI) (CA INDEX NAHE) 




RN 544678-93-5 CAPLUS 
CN 4,6-Pyrimidinedicarboxamide, 
N- [ (3 -chlorophenyl) methyl] -N' - (phenylmethyl) - 
(9CI) (CA INDEX NAHE) 
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2003:334911 CAPLUS 
138:354000 

Preparadon of dihydroxypyrimldlne carboxatnide 
inhibitors of HIV integraae 

Di Francesco, • Maria Emilia.- Gardelli, Criatina; 

Harper, Steven; Matassa, Victor Oiulio; Muraglia, 

Eater; Nizi, Eraanuela; Pace. Paola; Pacini, Barbara; 

Petrocchi, Aleaaia; Poma, Marco; Summa, Vincenzo 

Istituto Di Ricerche Di Biologia Molecolare P. 

Angeletti Spa, Italy 

PCT Int. Appl., 315 pp. 

CODEN: PIXX02 

Patent 

English 



PATENT NO. 



KIND DATE 



APPLICATION NO. DATE 



3003035076 
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20030501 




WO 2002-0B4742 


20021021 
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thienyl)pyrimidine-4~carboxylate with 4- f luorobenzylamine in DMP afforded 
1 (Rl « 2-thienyI; R2 - H; R3 • 4'FC6H4CH2; R4 - H) . The compds . 1 are 
eniployed against HIV infection and AIDS as compda. per ae or In the form 
of pharmaceutically acceptable salts. The compds. I and their salts can 
be employed as ingredients in pharmaceutical compns., optionally in 
combination with other antivirals, immunomodulatorB, antibiotics or 
vaccines . 

IT 519035-39-9P 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation) ; THU 
(Therapeutic use); BIOL (Biological study); PREP (Preparation); USES 
(Uaes) 

(preparation of dihydroxypyrimidine carboxamide inhibitors of HIV 
integraae) 

RN 519025-39-9 CAPLUS 

CH 2, 4-Pyrimidinedicarboxamide, 1, 6-dihydro-5-hydroxy-6-axo-N,H* - 
bis(phenylmethyl)- {9CI) (CA INDEX NAME) 




REFERENCE COUNT: 
FORMAT 



THERE ARE 3 CITED REFERENCES AVAILABLE FOR THIS 
RECORD. ALL CITATIONS AVAILABLE IN THE RE 




The title 4,5-dihydroxypyrimidine 6 carboxamidea [I; Rl = H, alkyl. 
haloalkyl, alkoxy, etc.; R2 - H, alkyl, haloalkyl, hydroxyalkyl , etc.; R3 
«. H, alkyl; R4 > H. alkyl, haloalkyl, etc.) which are inhibitors of HIV 
integraae and inhibitors of HIV replication, and therefore are useful in 
the prevention and treatment of infection by HIV and in the prevention, 
delay in the onset, and treatment of AIDS, were prepared Thus, refluxing 
N'hydroxythiophene-2-carboximidaiDide with di-Me acetylenedicarboxylate in 
CHC13 followed by reacting the resulting He 5,6-dihydroxy-2- (2- 
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Preparation and formulation of pyrimidine-4 , 6- 
di carboxamidea as MMP-13 inhibitors 



Barvian, Nicole Chantel; 

Warner-Lambert Company, i 

PCT Int. Appl., 42 pp. 

CODEN: PIXXD2 

Patent 

English 



William Chester 
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OTHER SOURCE (S) : 



US 2002-75909 20020213 
US 2001-a6B779P P 20010214 
HO 3002-IB190 W 20020118 
MARPAT 137:185500 

AB Z[C(:X)RJ2 [each R independently » 0R4 or NR4R5; R4,R5 - H, alkyl, 
(hetero) aryl , etc, ; NR4R5 «» heterocyclyl; X = O or S; Z •> 

2* (un> subflcituted pyrimidine-4. 6 -diyl] were prepared as MMP-13 inhibitors 
(no data). Thus, pyrimidine-4, 6-dicarboxylic acid was amidated by 
PhCH2NH2 to give pyrimidine-4, e-dicarboxylic acid biB(benzylamide) . 
IT 13500a>40-3F 44894»-U-7» 44B949-30-0P 
44a«49-21-lP 448949-32-2P 44ft949-23-3P 
448949-33-5P 44e949-34-(P 44S949-3S-7P 
448949-3C-eP 448949-37-9P 448949-38-OP 

RL: PAC (Pharmacological activity); SPN (Synthetic preparation); THU 
(Therapeutic use) ; BIOL (Biological atudy) ; PREP (Preparation) ; USES 
(Uses) 

(preparation and formulation of pyrifflidine-4, «-dicarboxamides as 

MMP-13 

inhibitors) 
RN X35002-40-3 CAPLUS 

CN 4. 6-Pyrimidinedicarboxamide. H,N' -bis (phenylmethyl) - (9CI) (CA INDEX 
NAME) 



RN 448949-19-7 CAPLUS 

CN 4,6-Pyrimidinedicarboxamide, N- (l,3-benzodioxol-5-ylmethyl) -H'- 1(4- 
chlorophenyl ) methyl ] - {9CI) (CA INDEX NAME) 



RN 448949-20-0 CAPLUS 

CN Benzoic acid, 4 - [ [ [ (6- ( { (1. 3-benzodioxol-5-ylmethyI)amino] carbonyl) -4- 
pyrimidinyl] carbonyl I amino] methyl ] - (SCI) (CA INDEX NAME) 



XT' 



l2— NH- C C 



RN 448949-21-1 CAPLUS 

CN Benzoic acid. 4 - t { [ [6 - [ ( ( (4 -methoxyphenyl } methyl ] amino) carbonyl ] - 4 - 
pyrimidinyDcarbonyllaminolraethyll- (9CI) (CA INDEX NAME) 



C- NH- CH2 XjJ^^ 



RN 44S949-23-3 CAPLUS 

CN Benzoic acid, 4- ({[ [6- [[( (3-methoxyphenyl ]methyll amino] carbonyl] -4- 
pyrifflidinyl} carbonyl) amino] methyl] - (9CI) (CA INDEX NAME) 
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l2— NH- C X.-:^^ C- NH— CH2 
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RN 446949-36-8 CAPLUS 

CN 4,€-Pyrimidinedicarboxamide, H,N' -bis [ (3 -methoxyphenyl) methyl 1 - (9CI) 
(CA 

IHDEX NAME) 



HN 448949-23-3 CAPLUS 

CN Benzoic acid, 4 - [ [ I {6 - [ [[ (3 -methoxyphenyl ) metliyl) amino) carbonylj -4 - 
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